The two symmetry-independent molecules in the asymmetric unit of the title compound, C 17 H 14 N 2 S 2 , have similar geometry; the dihedral angles between the least-squares planes of the benzothiazole groups in the two molecules are 83.93 (3) and 81.26 (3) . 
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Data collection
Bruker APEX CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1995) T min = 0.865, T max = 0.982 17048 measured reflections 6379 independent reflections 5007 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.119 S = 1.04 6379 reflections 491 parameters All H-atom parameters refined Á max = 0.43 e Å À3 Á min = À0.21 e Å À3 Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
2,2'-(Propane-2,2-diyl)dibenzothiazole S. M. M. Knapp, L. N. Zakharov and D. R. Tyler
Comment
Investigations in our lab are focused on the synthesis and study of nitrile hydration catalysts and their activity with respect to cyanohydrin substrates (Ahmed et al., 2009) . Catalysts investigated by our group have been found to be susceptible to poisoning by cyanide produced from cyanohydrin decomposition. Nitrile hydratase enzymes are capable of hydrating cyanohydrins (Nagasawa & Yamada, 1989; Kobayashi et al., 1992) . Additionally, some nitrile hydratase mimics have successfully hydrated acetonitrile in the presence of free cyanide (Tyler et al., 2003) . With the goal of investigating these mimics for their activity towards cyanohydrins, attempts were made to synthesize nitrile hydratase mimics similar to those made earlier by Tyler et al. (2003) , but based on dimethylmalonyl dichloride, rather than 2,6-pyridinedicarbonyl dichloride.
The present X-ray study of the product showed that deprotection of 2,2-dimethyl-N,N'-bis(2-(tritylthio)phenyl)malonamide with trifluoroacetic acid and triethylsilane resulted in a ring closing condensation which yielded 2,2-bis(benzothiazole)propane, rather than the desired N,N'-bis(2-mercaptophenyl)-2,2-dimethylmalonamide.
There are two symmetry independent, but geometrically very similar molecules in the crystal of the title compound ( Fig.   1 ). Dihedral angles between the least squares planes of the benzothiazole groups are equal to 83.93 (3) and 81.26 (3)° in molecules N1-C17 and N1'-C17', respectively.
Experimental
The title compound was synthesized in three steps. Tritylated aminothiophenol was prepared following the literature procedure (Noveron et al., 2001) . Under a nitrogen atmosphere, dimethylmalonyl dichloride (0.40 ml, 2.97 mmol) was dissolved in a solution of triethylamine (0.95 g, 6.84 mmol) in 10 ml of chloroform, then added dropwise to a degassed solution of tritylated aminothiophenol (2.190 g, 5.95 mmol) and triethylamine (0.95 g, 6.84 mmol) in 10 ml of chloroform. The mixture was allowed to react for 16 h at room temperature, and then the solvent was removed under vacuum. Cold methanol was added to the tan solid, then filtered under vacuum. The precipitate was washed with cold methanol to yield a colorless solid, 2,2-dimethyl-N,N'-bis(2-(tritylthio)phenyl)malonamide (Try-DMPS). Yield: 6.02 g (71%). 1 H NMR (CDCl 3 , 300 MHz) δ from TMS: 1.17 (s, 6H), 6.84 (t, 2H), 7.19-7.34 (m, 34H), 8.4 (d, 2H), 9.22 (s, 2H). 13 C NMR (CDCl 3 , 75.4 MHz) δ 24. 2, 51.7, 71.9, 120.3, 122.1, 123.7, 127.3, 127.9, 130.2, 131.1, 137.1, 142.5, 143.9, 170.9 . Selected IR bands (KBr pellet, cm -1 ) 3348 (w), 3056 (w), 1688 (m), 1575 (m), 1504 (s), 1430 (m), 1297 (m), 701 (s). Try-DMPS (1.45 g, 1.75 mmol) was added to a mixture of 5 mL of trifluoroacetic acid and 3 mL of dichloromethane under stirring, and the solution instantly turned bright red. Triethylsilane (0.56 ml, 3.5 mmol) was added dropwise, with the color gradually changing from red to yellow to colorless. The solution was stirred for 15 minutes at room temperature, and then dichloromethane was removed under vacuum. The slurry was filtered to remove the triphenylmethane sideproduct, and the solvent was removed from the filtrate under vacuum to obtain a colorless solid. The solid was recrystallized twice in methanol to yield X-ray quality colorless crystals of the title compound. Yield: 1.4504 g (43%). 1 H NMR (CDCl 3 , 300 MHz) δ from TMS: 2.18 (s, 6H), 7.36 (t, 2H), supplementary materials sup-2 7.41 (t, 2H), 7.85 (dd, 2H), 8.07 (d, 2H). 13 C NMR (CDCl 3 , 75.4 MHz) δ 29.7, 47.8, 121.8, 123.5, 125.4, 126.3, 135.8, 153.1, 176.9 . Selected IR bands (KBr pellet, cm -1 ) 3427 (w), 2986 (m), 1492 (s), 1435 (s), 1207 (s), 760 (s).
Refinement
The H atoms were located in the difference map and included in the subsequent refinement with isotropic thermal parameters;
C-H 0.88 (3)-1.04 (2) Å. Fig. 1 . Asymmetric unit of the structure of the title compound with displacement ellipsoids, drawn at 50% probability level. as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.11702 (5) 0.06830 (4) 0.74433 (5) 0.0336 (10) 0.0234 (9) 0.0275 (9) −0.0048 (8) −0.0037 (8) 0.0008 (7) N2 0.0304 (9) 0.0253 (9) 0.0269 (9) −0.0047 (7) −0.0063 (8) −0.0014 (7) C1 0.0280 (11) 0.0306 (11) 0.0267 (11) −0.0098 (9) −0.0076 (9) −0.0009 (9) C2 0.0367 (13) 0.0360 (13) 0.0384 (13) −0.0158 (11) −0.0059 (10) 0.0055 (10) C3 0.0339 (13) 0.0538 (15) 0.0284 (12) −0.0171 (11) −0.0057 (10) 0.0058 (11) C4 0.0321 (12) 0.0517 (15) 0.0264 (12) −0.0020 (11) −0.0008 (10) −0.0041 (11) C5 0.0416 (13) 0.0331 (13) 0.0320 (13) 0.0000 (11) −0.0038 (10) −0.0021 (10) C6 0.0275 (10) 0.0282 (11) 0.0248 (11) −0.0043 (9) −0.0084 (9) 0.0018 (8) Geometric parameters (Å, °) S1-C1 1.726 (2) S1'-C1' 1.731 (2) S1-C7 1.7455 (19) S1'-C7' 1.749 (2) (2) C1-S1-C7 89.31 (10) C1'-S1'-C7' 88.76 (10) C15-S2-C9 89.11 (10) C15'-S2'-C9' 88.97 (10) 
